Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.096 S = 0.98 4250 reflections 247 parameters H-atom parameters constrained Á max = 0.29 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C20-H20Á Á ÁO3 i 0.95 2.51 3.3627 (14) 150
Symmetry code: (i) x þ 1 2 ; Ày þ 1 2 ; z À 1 2 .
Data collection: CrystalClear (Rigaku/MSC, 2009 ); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Crys-talStructure (Rigaku/MSC, 2009) ; software used to prepare material for publication: CrystalStructure.
1,3-Bis(4-methoxybenzyl)-6-methylpyrimidine-2,4(1H,3H)-dione
Comment
Pyrimidine derivatives are very important molecules in biology and have many applications in the areas of pesticide and pharmaceutical agents (Condon et al., 1993) . For example, imazosulfuron, ethirmol and mepanipyrim have been commercialized as agrochemicals (Maeno et al., 1990) . Pyrimidine derivatives have also been developed as antiviral agents, such as AZT, which is the most widely used anti-AIDS drug (Gilchrist, 1997) . Recently, a new series of highly active herbicides of substituted pyrimidines were reported (Selby et al., 2002) ; (Zhu et al., 2007) , and we have previously reported a related structure (Yang & Li 2006) . As part of our goal to discover further biologically active pyrimidine compounds, the title compound was synthesized and its crystal structure determined ( Fig. 1 ).
In the title molecule, the central pyrimidine ring forms dihedral angles of 62.16 (4) and 69.77 (3)° with the two benzene rings. In the crystal, weak intermolecular C-H···O hydrogen bonds link molecules.
Experimental 6-methylpyrimidine-2,4(1H,3H)-dione (0.63 g, 5 mmol) and anhydrous potassium carbonate (0.84 g, 6 mmol) were mixed in dimethylformamide (20 ml). A solution of 1-(chloromethyl)-4-methoxybenzene (0.79 g, 5 mmol) in acetone (10 ml) was then added dropwise, with stirring at room temperature, and the mixture was stirred for another 10 h and then refluxed for 4 h. The solvent was evaporated in vacuo and the residue was washed with water. The resulting white precipitate was recrystallized from ethanol and single crystals were obtained by slow evaporation.
Refinement
All H atoms were placed in calculated positions, with C-H = 0.95 Å, 0.98 Å or 0.99 Å, and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2Ueq(C). 
